Free fit Final fit Manual fit
m/z 50

s 5().0151
49.9626

C.H;

unknown

s 530385
53.0029

C.H

-

54.0105

Y.




Free fit

s 550543
55.0185

iy,

s 56.06 15
56.0257

e 70697
57.0339

s 58.0412
58.0725
58.0049

s 590487
59.0135
59.0322
s 589682
s 58.9049
s 50,0749

Final fit

C.H;
C,H,0;

C.H;
C,H,0;

C.H;
C,H,0;

C,H,0;
C,H,0;

|
C;H;O7
C.,H;07
unknown
—UINKNOW N
C.H;S7T

Manual fit

C.H;
C;H,0
e G505

C.H;
C;H;07
C,H,0f

C,H,0;
C,H,0;
e C4HgNT
CyH;,

C,H.0;
C,H,0;
CngSi?—
C,0,P;
C,H,S;
CQHI‘-‘,O‘I N?—

m/z 55




Free fit

s 597772
59.7901
60.0212
s 599680
s 599991
s (3(). 0422

e (3100 78
61.0286

s (20068
62.0152
61.9753
s (2. 1815
s (320785

s (330230
62.9915
62.9302

I Y

s (3396 18
64.0305

Final fit

— 1T KIIOW L
unknown
C,H,07
C,0,57
— 1111 KIOW L

m

C.H;
C,H,0;

C:H;

unknown

C,H;0,S7

—

Manual fit

C,H,0;

+

5

C,0,S;]

CQH‘I Cl?'

CoH O, N7

Desomemsenmmmmomnsenetiibontiin?™ ot sumsent

C:Hy
C,H,0;
CH,0,8]

C:H;

N
Cuj

C,H;0,S7

et |\,

myz 60

m/z 61

m/z 62

/z 63




Free fit

s (350387
64.9681
65.0074

s (36,0460
65.9582
65.9256
s (360107

s (38.06 13
68.0261
67.9243

s (37 OB 8T

69.0700
68.9955

Final fit

C.H.
H,0,S}

C:H;

unknown

|
C:H;
C,H,07
unknown
C;07

— 1T KIIOW L

C:H;

Manual fit

C.H;
H,0,S}
C,H,0f

el

/z 65

C.H;
C,H;07
C3H, 0




Free fit

s 7().()7 73
70.0412

s 71 (0853

71.0491

)

e 720565
72.0887
72.0209

s 7304 70)
73.0289
73.0081
s 730647
e 73,0915

e 740157
74.0394
73.8239
e 7400610

Final fit

C;Hj,
C,H,0;

C:Hy,
C.H;0

T
CsH;

unknown
unknown

Manual fit

C:Hj,
C.H,0;
CyH, 05

C;Hy,
C.H;0{
C3H;07

C.H.O;
C,H,0;
C:Hy,

Cq
C3Hg Oy Ny

C:;HgSiT
C;H;07
CeHy

C,H,O7

/z T1

m/z 73

mj/z 74




Free fit

s 75.0232

75.0446

s 76.03 10

s 78.0460
T7.9774

|
s 790543
78.9182
78.9864

4
4

_J

Final fit

C.H,
C,H,0,S;

|
C;HT
unknown
C,H;0,S7

| 3

Manual fit

C:H;
C;H;O7
C,H; 0N}
C,H,0F

m/z 75

1/7 76

C.H,
C,H,0,S;]

C;H,O7

C,H?

Bry
C,H,0,S7
C;H;07




Free fit Final fit Manual fit
|

s 790582
80.0607
80.0263

m

| |
———— 31.0699 C.H, C.H, /z 81
80.9650 H,0,S] H,0,S]
81.0340 C;H;0; C;H;0;
: C,H, 05
|
——— 82.0769
82,0413
81.9552
— 81,0243 b
|
———83.0853 C.H, z 83
83.0492 C;H,0;
82.9611 C,H;0f




Free fit

s 85,1011
84.9166
85.0290

|
s 861046

86.0359
86.0707
s 860157 i
s 859081

[ |

s 870438
86.9148
87.0060
s 870226
s 87,0790
s 868805

87.1084

i

s 87.946(0)
88.0312
88.0507
s 88 1083

|
s 890387
89.0613
89.0214

s 880493

Final fit

CHy,

unknown

C,H;O7
C;H,,07
e C4H, S

— ]_]_nkn()wn

C,H;O7
unknown
C;H,;07
C.H;

CﬁH‘l‘lO?—

Manual fit

CHy,
CyH;07
C;HyOF

C/Hf

C,H,0;
C;H,,0f

CoHy,

C.H,
s CO7
e C3H,07
C3Hg O N
C,H,0]
C:Hy, 05

C.H
C,H,07
C;H;07
CeH, 0F
CoH, 0,8

m/z 88

nh /z 89|




Free fit Final fit Manual fit

4 L4 I L 114
———90.0456 C.H; B - m/z 90
900214 C— CQH‘;O';NT | | C(;HQOT
90.2496 unknown : : e C3H OF
s (). 2247 unknown Lo CoH, 0,57
E ; : : C4H1002+
it I
1k lo
&I I
HEE [
=1 [
t 41K [
[
s 01 (0545
90.9735

|

—— 92,0606 CH; |
91.9750 e CoH, S5
92.0262 ‘ C¢H,O0f

4 \
i
| [

————93.0696 C.H, | o myz 93
93.0334 CH;07 | CsH;07
92.9767 4 unknown : i

— )2 8070 | |

|
|
|
| I 3
| |

e 04,0412 C¢H,O; C:H,O; m)z 94
94.0766 CHy, C.H;,
93.9363 unknown C;H, 05

|
|
|
3 |
|
|
|
|




Free fit

| |
s 5.0855

95.0494
s 94,9445
s 50139 i
s £)5.21 16

|
s 60026
96.0566
96.0015
s 60185
s 5.3 46

C.Hj,

C;H;O7
unknown
C;H;07

— ]_]_nkn()wn

C.Hj,
C;HO7
unknown
C;H,07
0,87

|
e 7. 1009
97.0642
97.0291

s §).94.21

|
s 8. 1080

97.9682
98.0362
s 8.7 14

s 9. 1153
99.0442
99.0795
—— 09.0102
s 8,03 87

Final fit
|

Manual fit
| |

C.H;,

C,H;0{
e CyH, By
C;H,0;

C.Hj,
CH.O;
e C1H, OF
Cy
C,H,0;

m/z 95

z 96




Free fit

s 100().0511
100.0868
100.0162
s 99653
e 1()(). 12002
s 1(().0297
99.9167

s 1()1.0587
101.0247
101.0954
e 1()1.0381

s 1()2.0464
102.0246
102.0705
—1()2.0987

e 103.0534
103.0767
102.9664

e 1030201

e 100402611
104.0621
103.7535

Final fit

C;H;O7
C;H,;07
C,H,07
CH;
C:Hj;

C;H,07
C;HNy

C;H,;07
CsH:

C.H,

unknown

C.H
C;-,Huog
C3H;3S;
C;H;;Oi"

C.H,0;

C.H;

Manual fit

C.H;
C.Hj,

C,0f

C,H,0;
CyH,,0f
C,H,0;

C(;HHNT

CyHg O, Ny

CyH; 08

C;H,07

C.H,
e C4H; O

C;H,0f

C;Hy,03

CeH1,07

_J

C.H;

C,H;0F

C;H; 05
C;H;;Oi"

CH;
e COF
C,HsOF

C.H,0;

100

=

=
gy

N

p—
)
=




Free fit

e 1(05.0330
105.0701
105.2189

106.0394
105.7495

s 1()7.0856
107.0494
107.0143

Final fit

C.H,0;
C.H;

s 1008.0574
108.0925
108.0203

s 1()9.1010

Manual fit

C.H;O7

CH;
CoH, OF

109.0651
109.0291

C:Hy,
C.H,O7
C;H;07

C:Hy,

C.H,O7
C;H;07
CyHy

m/z 105

m/z 109




Free fit

s 11(). 1078
110.0362
110.0721
s 11().0160

Final fit

C:Hj,
C;H;O7

+
1

C:;H,,0

s 111.1163
s 111.0434
e 111.0794

s 112.1233
112.0507
112.0866
s 112.0107

—]11.9124

s 113.1321
113.0583
113.0277
s 1130939

s 1141361
114.0435
114.0655 |
s 1140266
e 1141011

CsH;
C;H,O7
unknown

C.;H,;07

CyH;
C;H,,07
C;H;O7
CH,

C.;H,,07

Manual fit
|

C:Hj,
C;H;O7
C.H,,07
CoHj

C5H,0f

C:Hy,

C;H;O7
C.;H,;,07
C;H;07
CyHy

|
CyH;
C;H,,07
C;H;O7
CH,
C.;H,,07
C4H,Of
C5Hg O, Ny

—




Free fit

s 1150547
115.0039
115.1115

e 116.0606
116.0107
115.9018

Final fit
|

|
CyH;
C,H,07
unknown

s 1170700
117.0231

e 118.0767
118.0418
117.9012

C,Hy
CTH3O1 NT

M

|
CyHy,
CsH;O7
1 unknown

s 119.0855
119.0492
118.9991
— 119.1565

Manual fit
|

C.H,
s (CsH, OF
C.H,0;
C;H Oy
CsH;205

C,Hy
CyH;07
CsH; 07
C;H,07
C;HyOF
CeHy3075

CyHy,

CH,0;
CyH, 07
C:H,0;
C4HsOF
CsHy0F

m/z 115

4 116|

z 117

m/eh 118

o'

C,Hj,
C:H;0;
C,H;0;
C;H;Of
C,H; 0
C;Hy, OF




Free fit

s 12/().0924
120.0227
120.0574
—119.9012

s 1210283
121.1012

121.0646

s 1220354
122.0731
122.1081

e 123.0432
123.1168
123.0810

s 1241238
123.9945
124.0499
s 1240871
s 1239060

Final fit

C.H;O7

CyHj;

unknown
C.;H;O7
CsH,,07
— 11 K NIOW 1

Manual fit

CTHF,O;
CyHy,

C,c;HgOi+
C3H; 07
C,H, 07

C.H.0;
C,H;,
C.H,,0f
CeH3 07
C3H; 07




Free fit Final fit Manual fit
L |

|
1251320 G,H,, C,H. m ' 125
125.0595 C:H,0; C:H,0;
125.0958 C:H,;0; CsH,;0;
— 125.0274 CH,0; CH;0;
s 1 250003 s | 111K TIOW TL C3H, OF
ML : ™ M
\ o‘.’« : 7w P N ¥
. y b ; 7
Fliag - / /l' "’:" “ \/ . /."z" X \/ .
|
e 126.1398 - CoHi; mel: 126
126.0492 ol
e CH O
CTH‘IO()E
CS;HH()-I_

||
e 127.1484 C,H;, m gk 127
CoH, 07
CoH; 07
Cl{le_
CTH‘I‘I()E
(]%Hlﬁ()‘l_
| |
—rEEE A G, /7128
128.0621 7] e C5H,0F
128.1889 CoHsO;
— 127.9825 CHpO;5

. h,
| | | |

———— 120.0563 CoIL N, CoH, m/z 129
129.0720 CyH; CeHyOF
128.9057 unknown C;H;O7

— 128.8354 e U KTIOWTL C;H,;07

e 120,158 CoH0oNT § C,H,0;

e 120.0254 C,H,0;
129.1245 CsH, ;07

s | 28, TART
129.2090

| e [




Free fit

s 13().0756
129.9137
130.0437
—13().1323

Final fit

— 1111 KIOW L
CyHj,
CyH;O7

s 1310862
131.0488
130.9034
—]31.1718
s 1.3().9985
s 131.1299
131.2201

s 1320201
132.0931
131.9101

— 1 32.(0582
—] 3198343

s 1330164
133.1013
133.0637
—132.9112
——133.1996

s 1.34.1085
134.0727
134.0159
s 1340375
e 133.9065

CyH7,

CyH;O7
unknown
Cs Hg-l N?—
C,H;0;
s 111K TIOW 1
unknown

unknown

CyH7,

CyHO7
|

CyH7,
CyH,,07
unknown
CsH;O7
C3H,O5NT

Manual fit

CH; 07 m/z 133
CyHj,
CyH,O7
CsH; 07
C4H704N?— ';_
C;H,OF




Free fit

s 1.35.1170)
135.0807
135.0444
s 1.35.0123
e 134.9005

Final fit

CyHj;
CyH; 07
CH;0;
CTH;;O;
— 11 K NIOW 1

s 1361235
136.0882
136.0520
s 1358993
e 136.0183

s 1.37.1326
137.0595
137.0963

——137.0274

s 138.1362
138.0660
138.0360
s 138.1047
s 1 38,1784
s 1 37.8950)

s 139.0467
139.1481
139.0704
—139.1111

C:;HgOr,NT
CyHj,
CSHuOg
CyHy;07

Manual fit

CyHj;
CgHuOT
CH,0;
C;H;;O;
CuHy

C,H; 07

CyHj;
CSHQOA-;
CgHmOT
C;Hr,o;
CH,0F




Free fit

s 14().1552
140.0524
140.0777

———]4().1149

s 1410697
141.1632
141.0050
s 1412007
s 14().9758

s 1420771
142.1675
142.0469
s 142.(1145
—]42.1314

Final fit

CyHj,
C:;HmOr,NT
CgH 1,05

| &
CuHy
CyH3
C;-,H3O4Ni"

— ]_]_nkn()wn

s 1430854
143.1424
143.0441
s 1431776
s 14.3.0066

s 1440933
144.0586
144.1444
e 1440300

C,Hj,

C,Hj,
CyH,,O7
unknown

|
|
|
|
|
CipHy |
|
|
|
|
|

C,Hj,
CyHz07
s (5 Hg Oy NT

— ]_]_nkn()wn

Manual fit

CyH;,
s (14 Hg
e Cy Hg OF
CsH,,07
CyH,07
s Cg O35

L4

|
CuHy
CyH3
C;-,H3O4Ni"
C;H, 05
CsH,;07

C,Hj,
CyHO7
CyH,sO7
CyH3,
CsHgO3NT
— CﬁH4 04 N?—
s CeHg OF
C5H, 0
CoH,,0;

C,Hj,
e Gy H;OF
CoH; O
CeH;;05
C3H; 0

C,Hj,
CyHz07
CyHyOF
CyH, 05
CsH,507
s (5 H, OF
e CgHg OF
C;H,,07

m/7 142

7 144




Free fit

s 145.1032
145.0645
145.0292
s 1451545
s 14.5.1906

s 1460723
146.1093

146.0382

s 1470722
147.0472
147.1163
s 1469385
s 1470157

s 148.0515
148.0180
148.0873
— ] 48.1242
s 1478699
s 14.8.212()

147.9409
s 48,1775

| A

[ m— 149.0233

Final fit

C(;HUOI
Cn Hi".-,
CngOé"
CyH;; 07
H;0;85

04 H; Or, NT

C,H,0;
C.H,0;

C,Hj;
— 1L KIIOW L
s 111K TIOW 1
CyH,OF
C30557

CyH;, 07 f

Manual fit

CuHj,

C, H,07
CgHy705 |3
CgHﬁog |
CsH, OF
C;H; 07

C;Hy307

C,Hj,
C;HyO, N}
CeH;05

CeHypOF
C;H,07

N/

m/z 145

m/z 146

C(;HUOI
CuHj;
CngOé"
CyH;; 07
CsH; 07
C;H; OF
Cr,HgO_»lNT

/2 147

s C1p Hy3 OF

C.H,0;
C:H, OF

m/z 149




